Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.095; data-to-parameter ratio = 15.5.
Monoclinic, P2 1 =n a = 8.230 (2) Å b = 14.656 (4) Å c = 12.667 (4) Å = 108.460 (5) V = 1449.3 (7) Å 3 Z = 4 Mo K radiation = 0.59 mm À1 T = 293 K 0.32 Â 0.26 Â 0.22 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.814, T max = 0.879 8252 measured reflections 2965 independent reflections 2181 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.095 S = 1.04 2965 reflections 191 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 7-(2,4-Dichlorophenyl)-2-methylsulfanylpyrazolo[1,5-a]pyrimidine-3-carbonitrile L. Wen, H. Xie and S. Wang Comment Pyrazolo[1,5-a]pyrimidine derivatives have been reported to show various biological activities such as antibacterial, insulin releasing, anti-inflammatory activities (Li et al., 1995) . Enaminones have been widely used as building blocks in the synthesis of pyrazolo[1,5-a]pyrimidine derivatives (El-Taweei et al., 2001; Hernandez et al., 2003; Olivera et al., 2000) . We report here the crystal structure of title compound (Fig.1) , which was synthesized by reaction of 1-(2,4-dichlorophenyl)-3dimethylamino-2-en-1-one and 3-methylsulfanyl-4-cyano-5-amino-1H-pyrazole in the presence of acetic acid.
The bond lengths and angles in this compound are within normal ranges (Allen, 2002) . All the ring atoms in the pyrazolopyrimidine moiety are almost coplanar, the largest deviation from the mean plane being 0.027 (2)Å for atom C10. The dihedral angle between the pyrazolopyrimidine moiety and the benzene ring is 54.9 (5)°. The conformation of the methylsulfanyl moiety is antiperiplanar with a torsion angle C11-C12-S1-C13 of -176.7 (2)°.
In the crystal structure of the title compound, there are a weak intermolecular hydrogen bond of one phenyl hydrogen atom towards the nitrile N atom (C8-H8···N4, Table 1 ) and a nitrogen-chlorine donor-acceptor interaction (Chu, et al., 2001; Lommerse et al., 1996; Ramasubbu, et al., 1986) between the pyrimidinyl N atom and one of the chlorine atoms. The distance between Cl2 and N3 is 3.196 (5) Å which is definitively shorter than the sum of the corresponding van der Waals radii of Cl (1.75 Å) and N (1.55 Å). Moreover, this contact of N3 with Cl2 is nearly "head on" with N approaching Cl along the backside of C3-Cl2 with the N3···Cl2-C3 angle approximately linear 174.2 (1)° [symmetry code: -3/2 + x, 1/2 -y, -1/2 + z] (Fig. 2) . These interactions loosly link the molecules into a two-dimensional assembly (Fig. 3) . Face-to-face π-π stacking between the phenyl ring (C1-C6) and the pyrazol ring (C10-C12/N1/N2) in another molecule at 1/2+x, 3/2-y, 1/2+z complete the intermolecular interactions in the solid state. The centroid to centroid separation is 3.557 (2) Å and the angle between the two planes is 7.1 (1)°.
Experimental
A mixture of 1-(2,4-dichlorophenyl)-3-dimethylamino-2-en-1-one (2 mmol) and 3-methylsulfanyl-4-cyano-5-amino-1Hpyrazole (2 mmol) in glacial acetic acid (15 ml) was stirred for 12 h at room temperature. Then the mixture was evaporated by rotary evaporation to remove the acetic acid, and recrystallized from a mixture of EtOH and DMF. Yield: 77%. (m.p. 475 K).
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93 or 0.96 Å, and included in the final cycles of the refinement using a riding model, with U iso (H) set to 1.2 U eq (C) for CH, and 1.5 U eq (C) for CH 3 . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.07522 (9) 1.04589 (4) 0.33961 (6) 0.0515 (2) 0.0266 (9) 0.0312 (10) 0.0319 (10) 0.0020 (7) 0.0069 (7) 0.0012 (8) 
